Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.042; wR factor = 0.110; data-to-parameter ratio = 16.7.
In the title compound, C 18 H 15 N 5 O 2 S, a weak intramolecular C-HÁ Á ÁS hydrogen bond results in a small dihedral angle of 3.71 (9) between the methylphenyl and triazole rings, which, in turn, form dihedral angles of 80.09 (8) and 77.32 (8) , respectively, with the benzoxazolone mean plane. In the crystal, N-HÁ Á ÁO hydrogen bonds link molecules into chains along [001] , and weak C-HÁ Á ÁN hydrogen bonds andinteractions between the five-and six-membered rings [centroid-centroid distances = 3.5074 (11) and 3.616 (1) Å ] consolidate the crystal packing.
Related literature
For details of the synthesis, see: Urlu-Cicekli et al. (2012) . For related structures, see: Aydın et al. (2005 Aydın et al. ( , 2012 . For a MOPAC AM1 theoretical full-geometry optimization, see: Dewar et al. (1985) ; Stewart (1993 Table 1 Hydrogen-bond geometry (Å , ). In continuation of our studies of hybrid molecules containing 2(3H)-benzoxazolone fragment (Aydın et al., 2005) , herewith we present the title compound, (I). In (I) ( Fig. 1 ), the 2,3-dihydro-1,3-benzoxazole ring (N1/O1/C1-C7) is essentially planar with the maximum deviation of the C7 atom from the mean plane of -0.034 (2) Å. This ring system makes dihedral angles of 77.32 (8) and 80.09 (8)°, with the 4,5-dihydro-1H-1,2,4-triazole ring (N2-N4/C9/C10) and the benzene ring (C12-C17), respectively. The dihedral angle between the 4,5-dihydro-1H-1,2,4-triazole ring and the benzene ring is 3.71 (9)°. All bond lengths and angles are comparable with those observed in similar compounds (Aydın et al., 2005; 2012) .
In the crystal, neighbouring molecules are linked by N-H···O and C-H···N hydrogen bonding interactions, forming a two dimensional network parallel to the (101) plane (Table 1, Fig. 2 ). In addition, the crystal packing is stabilized by a weak C-H···π interaction and two π-π stacking interactions [Cg1···Cg3(1 -x, -y, -z) = 3.5074 (11) Å and Cg2···Cg4(x, -1 + y,z) = 3.6160 (10) Å; where Cg1, Cg2, Cg3 and Cg4 are the centroids of the O1/C1/C6/N1/C7, N2/C9/N4/N3/C10, C1-C6 and C12-C17 rings, respectively].
Molecular orbital calculations using semi-empirical (AM1) have been carried out for the title compound with MOPAC (Dewar et al., 1985; Stewart, 1993) . The values of the structural parameters of the title compound obtained by the results of the theoretical calculations (based on isolated molecules) and X-ray structural determinations in the solid state are almost identical within experimental error. The calculated dipole moment of (I) is 3.243 D. The HOMO and LUMO energy levels are -8.65563 and -.31527 eV, respectively.
Experimental
To a suspension of o-methylbenzaldehyde (0.0022 mol) in glacial acetic acid (3 ml), 0.002 mol [(4-amino-5-sulfanylidene-1,2,4-triazol-3-yl) methyl]-2(3H)-benzoxazolone was added. The reaction mixture was placed in microwave oven and irradiated for minutes changing between 15-30 min at 398 K (300 W). After completion of the reaction by monitoring with TLC, the reaction mixture was kept overnight at room temperature. The precipitate was collected by filtration, washed with water, dried, and crystallized from EtOH-acetone. Refinement H atoms were positioned geometrically, with N-H = 0.86 Å, C-H = 0.93(aromatic), 0.97(methylene) and 0.96 Å (methyl), and refined as riding with U iso (H) = 1.5U eq (C) for methyl H and 1.2U eq (C,N) for the others. The packing and hydrogen bonding of the title compound viewed down the b axis. H atoms not involved in hydrogen bondings are omitted for the sake of clarity. 1H-1,2,4-triazol-3-yl}methyl) 
Computing details

3-({4-[(2-Methylbenzylidene)amino]-5-sulfanylidene-
Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted R-factors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.82101 ( Symmetry codes: (i) x, −y−1/2, z+1/2; (ii) −x+1, y+1/2, −z+1/2; (iii) −x+1, y−1/2, −z+1/2.
